In the title compound, C 10 H 14 N 3 + ÁCl À , the tetrahydropyridinium ring of the cation, which adopts a slightly distorted envelope conformation, is disordered over two orientations with an occupancy ratio of 0.653 (5):0.347 (5). The amidinium fragment of the major conformer is twisted relative to the benzene ring by 22.5 (6) and the two C-N bond lengths of this fragment are similar [1.3228 (16) and 1.319 (2) Å ]. In the crystal, the chloride anions are involved in three N-HÁ Á ÁCl hydrogen bonds, which link the components into a twodimensional hydrogen-bonded network parallel to (010).
Related literature
For the synthesis, see: Wydra et al. (1990) ; Stolić et al. (2009 Stolić et al. ( , 2011 . For related compounds, see: Molčanov et al. (2011); Jarak et al. (2005) ; Legrand et al. (2008) . For the biological activity of compounds comprising a cyclic amidine system, see: Boykin (2002); Chaires et al. (2004) ; Farahat et al. (2011); Hall et al. (1998) . For the GAMESS program package, see : Schmidt et al. (1993) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: CrysAlis PRO (Agilent, 2011 ); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) .
primarly as antiparasitic agents. (Boykin, 2002; Farahat et al., 2011) . In addition to their antiparasitic properties, certain diamidines display a useful spectrum of antitumor, antiviral and antifungal activities. (Chaires et al., 2004; Hall et al., 1998; Stolić et al. 2009; Stolić et al. 2011) . Cyclic amidine moiety is known in a number of potential antitumor agents; some of them have 4-(1,4,5,6-tetrahydropirimidin-2-yl)phenylamine as the building unit Molčanov et al., 2011) .
The asymmetric unit contains a single formula unit of 2-(4-aminophenyl)-3,4,5,6-tetrahydropyrimidin-1-ium chloride.
The tetrahydropyrimidinium ring is disordered over two positions designated as A and B (Fig. 1) . Their respective occupancies are 0.347 (5)/ 0.653 (5). While there is a formal double C=N bond in the neutral tetrahydropyrimidine, both C-N bonds in the cation are approximately equal. However, the positive charge is localized on the C7 atom, as confirmed by DFT calculations (Fig. 3) . Such a delocalization poses a significant restraint to conformation of the tetra- 
The crude imidate ester hydrochloride (1.61 g, 8.6 mmol) prepared from 4-aminobenzonitrile (1.12 g, 9.5 mmol) in anhydrous methanol by Pinner reaction was suspended in anhydrous methanol (100 ml), 1,3-diaminopropane (4 ml) was added and mixture was stirred at room temperature for 4 days under the nitrogen atmosphere. The solvent was removed under reduced pressure and residue was recrystallized from ethanol-diethyl ether to yield 1.06 g (57.6%) of white powder, IR (ν max /cm DFT calculations. The structure, obtained from the X-ray structural analysis was optimized without symmetry constrains by using MP2/6-31+G(d,p) level of theory implemented in the GAMESS program package (Schmidt et al., 1993) . Tight convergence criteria were used in the optimization. The calculation was checked for convergence and frequencies were calculated in order to prove that the optimized structure was the minimum. The optimized geometry shows agreement with experimental one (conformer B); only four bonds (N1-C1, N3-C7, C2-C3 and C5-C6) differ more than 3 e.s.d.'s.
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Refinement
Hydrogen atoms were located from a difference Fourier map and refined as riding on their parent atoms. C-H bond lenghts were constrained to 0.93 and 0.97 Å for aromatic and methylene H atoms, respectively, while N-H bonds were constrained to 0.90 Å; U iso (H) = 1.2 U eq (C,N). Since the disordered atoms are very close to each other, they were refined with equal displacement ellipsoids using the command EADP in SHELXL97 (Sheldrick, 2008) for every pair of disordered atoms (A and B), except C9A and C9B which had their displacement parameters refined independently.
Computing details
Data collection: CrysAlis PRO (Agilent, 2011 ); cell refinement: CrysAlis PRO (Agilent, 2011) ; data reduction: CrysAlis PRO (Agilent, 2011); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: WinGX (Farrugia, 1999) . 
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